Journal of 


Computational Chemistry 


Subject Index to Volume 12 


Ab initio calculations, basis sets 
for transition metals in, 
a metals, basis sets 

or, 

Ab initio calculations, basis sets 
in, Basis sets, for ab initio 
calculations, 751 

Ab initio calculations, bond 
centered basis functions in, 
Basis functions, bond 
centered, 690 

Ab initio calculations, bond 
centered basis functions in, 
Basis functions, bond 
centered, 697 

Ab initio calculations, 
counterpoise corrections at 
correlated level, 
Counterpoise corrections, in 
ab initio calculations, at the 
correlated level, 953 

Ab initio calculations, geometry 
optimization in Geometry 

optimization, projection 

operator method for, 376 

Ab initio calculations, Hylleraas- 
CI method in Hylleraas-Cl 
method, 560 

Ab initio calculations, in 
solution, 301 

Ab initio calculations, 
intermolecular interactions 
in, 811 

Ab initio calculations, of 
ascorbic acid conformations, 
Ascorbic acid conformations, 
ab initio calculation of, 113 

Ab initio calculations, of B and 
Be clusters, Cluster 
calculations, 1097 

Ab initio calculations, of 
optical properties, 


Ab initio calculations, of proton 
affinities, Imidazole, proton 
affinity of, 1142 
Ab initio calculations, of 
rotational barriers, 1047 
Ab initio calculations, on 
4 amiloride, Amiloride, ab 
initio calculations on, 850 
Ab initio calculations, on 
boranes and heteroboranes, 
Boranes, ab initio 
calculations on, 1147 
. Ab initio calculations, on 
J nitroxylium and related 
: species, Nitroxylium ion, and 
related species, ab initio 
calculations on, 119 
Ab initio calculations, on silicon 
dioxide, Silicon dioxide, ab 
initio calculations on, 446 
Ab initio calculations, on SiO, 
clusters, Silicon dioxide, 
polaronic hole in, 254 
Ab initio calculations, on 
transitional metals, Transition 
— basis sets for, 1172- 


Ab initio calculations, scale 
factors for force constants 
from, Hydration, effect of on 
ab initio force constants, 761 

Ab initio calculations, using 
mixed basis sets, Basis sets, 
mixed, in ab initio 
calculations, 421 

Ab initio calculations, on 
XONOZ systems, 565 

Alcohols, molecular mechanics 
calculations on Molecular 
mechanics calculations, on 
alcohols and ethers, 872 

Alkenes, calculation of rotational 
barriers in Ab initio 
calculations, on rotational 
barriers in alkenes, Molecular 
mechanics calculations, on 
— barriers in alkenes, 


9 
Anomeric effect, N—C—O in 
molecular mechanics, 
Molecular mechanics, 
anomeric effect, 78 
Atomic charges, by 
semiempirical methods, 369 


Buckminsterfullerene, Graph 
cage polyhedra, 1266- 


Buckminsterfullerene, 
semiempirical calculations, 
on, Semiempirical 
calculations, on 
Buckminsterfullerene, 1157 


densities, representation 
of, 220 


Chloroform, dipole moment 
derivatives of, Dipole 
moment derivatives, of 
chloroform, 885 

Conformational search, by 
simulated annealing, 
Simulated annealing method, 
for intermolecular 
interactions, 1008 


semiempirical 

calculations on, 
Semiempirical calculations, 
opyridines, 1279- 


Directed groups, enumeration of 
walks on, 106 

Dispersion energy, for some 
charged atoms, Van der 
W. attraction, calculation 
of, 1125 


Electrostatic forces, relationshi 
to electrostatic potentials, Ab 
initio calculations, of 
electrostatic forces, 469 

Electrostatics, in host-guest 
interactions, Crown ethers, 1 

Electrostatics, multipole 
representation of, for planar 
molecules, 91 


Electrostatic potentials, at van 
er 


als surfaces, 
Histamine receptor, 
electrostatics in, 705 . 


Electrostatic potential 
comparisons, in 
calculations, QS. 
comparisons, of molecular 
electrostatic potentials, 959 

Electrostatic potentials, 
dielectric boundary 
smoothing in, 909 

Electrostatic potentials, to yield 
solvation energies, Free 
energy, perturbation 
calculations, on N-methyl- 
acetamide, 1232-1236 

Electrostatics, representation ap 
using Gaussian functions, 36 

Excluded volume problem, 237 


Free energy differences, by 
integration, 


Global minima, location of, 1110 
Global minima, location of 
Polypeptides, global 
minimum location Monte 
Carlo calculations, of global 
minima, 1065 
Graph theory, 
uckminsterfullerene, 
Buckminsterfullerene, 
——— trees in, 1118 
Graph theory, cage polyhedra 
eneration, 
uckminsterfullerene, 1253- 
1260 


Graph theory, characteristic 
polynomials, 248 

Graph theory, computation of 
polynomials, 

Graph theory, conjugated-circuit, 
1261-1268 


Graph theory, isomorphism 
somorphism, 1243-1253 


Hybridization states, calculation 
atom coordinates, 


Hydration, of small anions, 
Semiempirical calculations 
on small anion hydration, 350 

Hydrogen bonding, 6-12 function 
for, Molecular mechanics 
calculations, 6-12 vs. 10-12 
functions, 620 


Integrals, two-center, calculation 

of, 1217-1222 

Integrals, two-electron, 
calculation of Ab initio 
calculations, integrals, two- 
electron, 1058 

evaluation 


1286 


Internal rotation, hindered, 
vibrational partition function 
of, 266 


multipurpose program 
or, 


Local-density functional theory, 
improvements in Density 
functional theory, 
improvements in, 803 


Molecular dynamics, in dihedral 
angle space proteins 
dynamics in dihedral angle 
space, 359 

Molecular dynamics, of 
Proteins, 
molecular dynamics of, 71 

Molecular dynamics, of 
guanosine, Guanosine, 
molecular dynamics of, 147 

Molecular dynamics, solvation in 
Poisson-Boltzmann equation, 
including solvent and ion 
screening, 454 

Molecular dynamics, vector and 
parallel algorithms for, 000 

Molecular dynamics, vectorized 
and parallelized, 175 

Molecular mechanics and 
dynamics, on urea-anisole 
spherand complexes, 994 

Molecular mechanics 
calculations, an all-purpose 
simulator, 310 

Molecular mechanics 
calculations, hydration in, 
Hydration, in molecular 
mechanics, 575 

Molecular mechanics 
calculations, of protein 
iia Proteins, packing of, 


Molecular mechanics 
calculations, on 
Buckminsterfullerene, 
Buckminsterfullerene, 
molecular mechanics 
calculations on, 1129 

Molecular mechanics 
calculations, on lecithins, 
Lipid crystals, simulations of 
Lecithin molecules, molecular 
mechanics and dynamics 
calculations on, 1033 

Molecular mechanics 
calculations, on some 
diphenylethanes, 
Diphenylethanes, molecular 
mechanics calculations on, 


427 
Molecular mechanics 
calculations, parameters for, 


Molecular mechanics, 
comparison of various 
methods and semiempirical, 
Semiempirical methods, 
comparison of varions with 
molecular mechanics, 
methods, comparison of 
various methods with 
molecular mechanics, 200 


SUBJECT INDEX 


Molecular mechanics, 
conformational searching in 
Cycloalkanes, conformational 
searching in, 645 

Molecular mechanics/dynamics, 
input-output files, 209 

Molecular mechanics, energy 
minimization by prudent 
ascent, 943 

Molecular mechanics functions, 
from calculations, Ab initio 
calculations, of molecular 
mechanics force fields, 385 

Molecular mechanics, on 
proteins, Proteins 
calculations with MMB, 186 

Molecular mechanics, parameters 
for, from quantum 
mechanics, 664 

Molecular surfaces, accessible 
Proteins, docking with, 746 

Molecular surfaces and volumes, 
calculation of, 918 

Molecular surfaces and volumes, 
calculation of, 107 

Molecular surfaces and volumes, 
calculation of effect of 
pressure on, 402 

Molecular surfaces, from 
electron densities, Electron 
densities, and atomic radii, 

Molecular surface/volume, 
calculation of, 868 

Monte Carlo calculations, of 
electron transfer reactions, 
Electron transfer reactions, 
Monte Carlo simulation of, 
1165-1171 

Monte Carlo calculations, of rate 
constants, Kinetics, 
calculation of rate constants 
by Monte Carlo methods, 391 


Nitriles, from molecular 
mechanics, Vibrational 
aoe. for alkynes nitriles, 


NMR nuclear 
overhauser effects in, 292 
proton coupling, 


Nuclear magnetic resonance 
chemical shifts, ab initio 
calculation of, Ab initio 
calculations, of NMR 
chemical shifts, 546 

Nucleic acid bases, force fields 
for, Force fields, for nucleic 
acid bases, 731 

Nucleic acids, calculation of 
effect of ions on, Poisson- 
Boltzmann equation, for 
computation of ionic 
distribution, 981 


Partition coefficient, of computer 
automated structure 
evaluation, 1025 

Peptides, molecular mechanics 
calculations on, Molecular 
mechanics calculations, N- 
acetyl-L-amino acid N'- 
methylamides, 829 


Peptides, molecular mechanics 
calculations, on 
dehyrdroamino acid residues, 
Molecular mechanics 
calculations, on 
acid residues, 


Peptidase, molecular mechanics 
calculations on, Molecular 
mechanics calculations, on 
DD-peptidase, 635 

Peptides, electrostatic models, 
for, Electrostatic otentials, 
for peptides, 1187-1197 

Peptides, empirical potentials 

or, Molecular mechanics, 
potentials for peptides, 9 

Peptides, partion coefficients of 
diastereoisomers, 
Semiempirical calculations, 
of peptide partion 
coefficients, 1182-1186 

Peptides, simulated-annealing 
and Monte Carlo calculations 
on, Simulated-annealing 
calculations, on polypeptides, 
Monte Carlo calculations, on 
polypeptides, 594 

Peptides, simulated-annealing 
and Monte Carlo calculations 
on, Geometry optimization, in 
Cartesian coordinates, Z- 
matrix, replacement of, 606 

Poisson-Boltzmann equation, 
finite difference algorithm, 
for solution of, 43 

Potential energy surfaces, 
locating crossings on, 276 

Proteins, calcium complexes of, 
Free energies, of calcium- 
protein complexes, 899 

Proteins, eae derived 
structures, 505 

Proteins, fluorine substitution 
effects, 180 

Protons, calcium binding site, 
molecular dynamics in, 
Molecular dynamics, on 
phospholipase A,, 716 


QSAR, hydrophobic index, 
Hyrophobicity, 
conformational dependent, 


681 
QSAR optimal parameters, 970 


Reactions, symbolic computing 
of, Kinetics, by symbolic 
computing, 1223-1231 


Semiempirical calculations, 
comparison with ab initio 
methods, Polyesters, 
calculations by semiempirical 
and ab initio methods, 74 

Semiempirical calculations, for 
silicon compounds, Silicon 
compounds, 417 

Semiempirical calculations, of 
charges from multipole 
analysis, Electrostatic 
charges, from semiempirical 
calculations, 913 


| 


Semiempirical calculations, of 
ethylnitrene, Ethylnitrene, 


rearrangements of, 1211-1216 


Semiempirical calculations, of 
“forbidden” pericyclic 
reactions, Woodward- 
Hoffman reactions, by 
semiempirical methods, 792 

Semi-empirical calculations, of 
higher energy ionization 
potentials, Ionization 
potentials, from semi- 
empirical calculations, 126 

Semiempirical calculations, of 
isotope effects, 
effects, for the hydride 
transfer, 1134 

Semi-empirical calculations, of 
ortho, steric effects, Steric 
effects, ortho, semi-empirical 
calculations of, 135 

Semiempirical calculations, of 

roton affinities in pyridines, 
oton affinities, of 
pyridines, by semiempirical 
calculations, 675 

Semiempirical calculations on, 
aryl carbenes, Carbenes, aryl, 
semiempirical calculations 
on, 536 

Semi-empirical calculations, on 
carbon clusters, Carbon 


SUBJECT INDEX 


clusters, semi-empirical 
calculations on, 

Semiempirical calculations, on 
cocaine/substrate glycine, 
Cocaine, semiempirical 
calculations on interaction 
substrate glycine, 862 

Semiempirical calculations, on 
hydrogen bonding, 
bonding, in semiempiric 
calculations, 584 

Semiempirical calculations, 
parameters for, 320 

Semiempirical calculations, PM3 
vs. AM1, 172 

Semi-empirical calculations, of 
tautomeric equilibria, 
Tautomerism, semi-empirical 
calculations, 17 

Simulated annealing, Monte 
Carlo method, with simulated 
annealing, 34 

Solvation, energy, free energy of 
ammonium ion in water, 
Ammonium ion, hydration 
energy of, 42 

Solvation energy, the continuum 
approximation, 784 


t-butyl radical, hyperfine 
interactions in, Hyperfine 
t-butyl] radical, 


1287 


Topological indices, Graph 
new graph invariants, 


Van der Waals systems, ab initio 
calculations on Counterpoise 
technique, Ab initio 
calculations, of van der 
Waais systems, 611 

Vectorization, of Monte Carlo 
trajectory program, Monte 
Carlo trajectory program, 
vectorization of, 1014 

Vibrational frequency 
calculation, by semiempirical 
methods, Semiempirical, 
calculations, of molecular 
vibrational frequencies, 948 

Virial theorem, for wave 
functions, Ab initio 
calculations, wave functions 
from virial theorem, 1089 

Viruses, modeling of, Molecular 
mechanics c culations, on 
viruses, 627 


Water, vibrational levels of, 
Finite element method, for 
the vibrational levels of H,O 
and D,O, 872 


